Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.027; wR factor = 0.072; data-to-parameter ratio = 20.0. Refinement R[F 2 > 2(F 2 )] = 0.027 wR(F 2 ) = 0.072 S = 1.01 15434 reflections 770 parameters H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.32 e Å À3
The title compound, [Sn(C 10 H 13 ) 3 (C 7 H 4 ClO 2 )], crystallized with two independent molecules per asymmetric unit. In each molecule, the Sn IV atom is four-coordinate and possesses a distorted tetrahedral geometry. One of the phenyl rings of one molecule is equally disordered over two positions. (4-Chlorobenzoato)tris(2-methyl-2-phenylpropyl)tin(IV)
Related literature
Crystal data [Sn(C 10 
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (6) 0.2655 (7) 0.049 (2) 0.50 (3) C42 1.0210 (9) 0.6156 (7) 0.2977 (7) 0.071 (2) 0.50 (3) H42 1.0144 0.6480 0.3331 0.085* 0.50 (3) C43 1.1447 (7) 0.5791 (9) 0.2768 (9) 0.094 (5) 0.50 (3) H43 1.2208 0.5869 0.2983 0.113* 0.50 (3) C38B 1.1937 (14) 0.5613 (10) 0.2515 (7) 0.092 (5) O2-Sn1-C20 104.55 (7) C40-C39-H39 120.0 O2-Sn1-C29 100.11 (8) C38-C39-H39 120.0 C20-Sn1-C29 116.27 (9) C39-C40-C41 120.0 O2-Sn1-C10 103.32 (7) C39-C40-H40 120.0 C20-Sn1-C10 117.51 (8) C41-C40-H40 120.0 C29-Sn1-C10 112.11 (8) C40-C41-C42 120.0 C31-O2-Sn1 114.39 (13) C40-C41-C44 117.1 (5) supplementary materials sup-11 C2-C1-C6 119.3 (3) C42-C41-C44 122.8 (5) C2-C1-H1 120.3 C43-C42-C41 120.0 C6-C1-H1 120.3 C43-C42-H42 120.0 C1-C2-C3 120.8 (2) C41-C42-H42 120.0 C1-C2-H2 119.6 C42-C43-C38 120.0 C3-C2-H2 119.6 C42-C43-H43 120.0 C2-C3-C4 121.3 (2) C38-C43-H43 120.0 C2-C3-H3 119.4 C39B-C38B-C43B 120.0 C4-C3-H3 119.4 C39B-C38B-H38B 120.0 C3-C4-C5 116.6 (2) C43B-C38B-H38B 120.0 C3-C4-C7 122.52 (19) C40B-C39B-C38B 120.0 C5-C4-C7 120.85 (19) C40B-C39B-H39B 120.0 C6-C5-C4 121.5 (2) C38B-C39B-H39B 120.0 C6-C5-H5 119.2 C41B-C40B-C39B 120.0 C4-C5-H5 119.2 C41B-C40B-H40B 120.0 C1-C6-C5 120.5 (3) C39B-C40B-H40B 120.0 C1-C6-H6 119.7 C42B-C41B-C40B 120.0 C5-C6-H6 119.7 C42B-C41B-C44 118.9 (5) C4-C7-C9 112.39 (18) C40B-C41B-C44 121.1 (5) C4-C7-C8 108.18 (19) C43B-C42B-C41B 120.0 C9-C7-C8 108.05 (19) C43B-C42B-H42B 120.0 C4-C7-C10 111.39 (17) C41B-C42B-H42B 120.0 C9-C7-C10 108.58 (18) C42B-C43B-C38B 120.0 C8-C7-C10 108.11 (17) C42B-C43B-H43B 120.0 C7-C8-H8A 109.5 C38B-C43B-H43B 120.0 C7-C8-H8B 109.5
